C15H 12 ClFN 2 O 2 , monoclinic, P21/c (no. 14), a = 13.9210(13) Å, b = 13.2329(15) Å, c = 18.7191(19) Å, β = 126.250(2)°, V = 2780.9(5) Å 3 , Z = 8, Rgt(F) = 0.0499, wR ref (F 2 ) = 0.1420, T = 293(2) K.
Source of material
A mixture of 2-hydroxy-benzoic acid hydrazide (1 mmol, 152.2 mg) and 1-(3-chloro-4-fluoro-phenyl)-ethanone (1 mmol, 172.6 mg) in anhydrous ethanol (25 mL) was kept under reflux conditions (351 K) for 3 h. The solvent was removed under reduced pressure and the solid product was recrystallized from 15 mL of anhydrous ethanol. After 4 days, colourless block-shaped crystals were obtained.
Experimental details
Coordinates of hydrogen atoms were refined without any constraints or restraints. The U iso values were set to be 1.5Ueq of the carrier atom for methyl H atoms and 1.2Ueq for the remaining H atoms.
Comment
In recent years, Schiff bases as one of the important synthetic intermediates have attracted more and more attention due to the wide applications in the fields of coordination chemistry, biochemistry, pharmacy, nanotechnology, and photochemistry [3] [4] [5] [6] [7] [8] [9] [10] . From the structural point of view, o-hydroxy Schiff bases are attractive because of their intramolecular H-bond, and thus have been extensively investigated and reported [11] [12] [13] [14] [15] [16] [17] . In addition, the heteroatoms (such as N, F, Cl, Br, S) can act as hydrogen bonding acceptors for bioactive molecules in order to exhibit higher biological activity [18, 19] . But, the unsymmetrical o-hydroxy Schiff bases containing heteroatoms especial of F and Cl in one molecule are less investigated. Herein, in order to search for new o-hydroxy Schiff bases containing F and Cl heteroatoms, we have undertaken the synthesis and single crystal structure determination of the title compound (cf. the figure) .
In the title compound, there are two crystallographically independent molecules in the asymmetric unit, which have very similar conformations. Compared with those of closely related structure, such a structural feature is uncommon [15] . The bond lengths and angles are in the expected ranges which fit with those of related compounds in literature [11] [12] [13] [14] [15] [16] [17] . The C=N double bond lengths in the independent molecule are 1.277(3) Å (C8=N4) and 1.271(4) Å (C23=N2), respectively, exhibiting the double bond character. The aromatic rings form dihedral angles of 3.9°and 4.2°in the two independent molecules. In the crystal structure, the molecules are linked into double infinite chains by O-H· · · O hydrogen bonds. There also exist intramolecular N-H· · · O hydrogen bonds, which further consolidate the crystal packing.
